Key indicators: single-crystal X-ray study; T = 200 K; mean (C-C) = 0.006 Å; R factor = 0.033; wR factor = 0.090; data-to-parameter ratio = 21.7. 
The asymmetric unit of the title compound, [Cd(NCS) 2 (CH 3 CN)] n , consists of one Cd II cation, two thiocyanate anions and one acetonitrile ligand, all in general positions. The Cd II cation is coordinated by three N atoms of two thiocyanate anions and one acetonitrile ligand, as well as three S atoms of symmetry-related thiocyanate anions within a slightly distorted octahedral coordination environment. The Cd II cations are linked by -1,3(N,S) and -1,1,3(S,S,N) thiocyanate anions into layers that are located in the ab plane.
Related literature
For related structures, see: Wö hlert et al. (2011) . For background to transition metal thiocyanate coordination polymers and their magnetic properties, see : Boeckmann et al. (2010 : Boeckmann et al. ( , 2011 .
Experimental
Crystal data [Cd(NCS) Table 1 Selected bond lengths (Å ).
Data collection: X-AREA (Stoe & Cie, 2008 ); cell refinement: X-AREA; data reduction: X-AREA; program(s) used to solve structure: SHELXS92 (Sheldrick, 2008); program(s) used to refine structure: SHELXL92 (Sheldrick, 2008); molecular graphics: XP in SHELXTL (Sheldrick, 2008) and DIAMOND (Brandenburg, 2011) ; software used to prepare material for publication: SHELXTL and publCIF (Westrip, 2010) .
Thorben Reinert, Inke Jess and Christian Näther Comment
The structure determination of the title compound was performed as part of a project on the synthesis of new coordination polymers based on transition metal thiocyanates and the investigations on their magnetic properties (Boeckmann et al. (2010 (Boeckmann et al. ( , 2011 . Within this project, we have reacted cadmium(II)thiocyanate with 4-tert-butylpyridine in acetonitrile, which resulted in the formation of crystals of the title compound by accident. In the crystal structure the 
Experimental
The title compound was obtained accidently during the reaction of 68.6 mg Cd(NCS) 2 (0.30 mmol) with 11.1 µL 4-tertbutylpyridine (0.08 mmol) in 1.0 ml acetonitrile at RT in a closed 3 ml snap cap vial. After several months colourless blocks of the title compound were obtained.
Refinement
The H atoms were positioned with idealized geometry, allowed to rotate but not to tip and were refined isotropic with U iso (H) = 1.5 U eq (C) of the parent atom using a riding model with C-H = 0.98 Å. (Sheldrick, 2008) and DIAMOND (Brandenburg, 2011) ; software used to prepare material for publication: SHELXTL (Sheldrick, 2008) and publCIF (Westrip, 2010 Crystal structure of the title compound with labelling and displacement ellipsoids drawn at the 50% probability level.
Computing details
Symmetry codes: i = -x + 1, -y + 2, -z + 1; ii = x -1/2, -y + 3/2, -z + 1; iii = -x + 3/2, y -1/2, z; iv = x + 1/2, -y + 3/2, -z + 1; v = -x + 3/2, y + 1/2, z. ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger. 
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (

